Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.042; wR factor = 0.131; data-to-parameter ratio = 13.9.
In the title molecular salt, C 6 H 16 NO + ÁC 10 H 4 N 5 O 9 À Á2H 2 O, which crystallizes as a dihydrate, O-HÁ Á ÁO hydrogen bonds link the barbiturate anion, the ethanaminium cation and the water molecules of crystallization. The dihedral angle between the rings in the anion is 43.71 (8) . In the crystal, an R 2 2 (8) ring motif hydrogen-bonding pattern is also found involving inversion-related barbiturate rings with N-HÁ Á ÁO hydrogen bonds. As a result of the various hydrogen bonds an infinite two-dimensional network, propagating in (101), is formed.
Related literature
For the anti-epileptic properties of barbiturates, see: Tripathi (2009); Kalaivani & Malarvizhi (2009); Kalaivani et al. (2008) . For graph-set analysis of hydrogen bonds, see: Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Tripathi, 2009 ). The barbiturate prepared in our laboratory from 1-chloro-2,4-dinitrobenzene was obtained as maroon blocks when recrystallized from absolute alcohol (Kalaivani & Malarvizhi, 2009 ) and has antiepileptic activity (Kalaivani et al., 2008) . We report here the crystal structure of a related barbiturate obtained from 1-chloro-2,4,6-trinitrobenzene (TNCB) and barbituric acid in the presence of 2(N,N-diethyl) ethanolamine. It shows an extra ordinary stability and very high solubility in dipolar aprotic solvents, such as dimethyl sulfoxide, which may be attributed to its salt-like structure.
The molecular structure of the title compound is illustrated in Fig. 1 . The anion and cation are involved in O-H···O hydrogen bonds with the water molecules of crystallization (Table 1 ).
In the crystal a R 2 2 (8) ring motif hydrogen bonding pattern (Bernstein et al., 1995) is also found involving inversion-related barbiturate rings with N-H···O hydrogen bonds (Table 1 and Fig. 2 ). These various hydrogen bonds lead finally to the formation of an infinite two-dimensional network propagating in (10-1).
Equimolar solutions of 1-chloro-2,4,6-trinitrobenzene (TNCB) and barbituric acid were prepared in ethanol and mixed. A three fold excess of 2(N,N-diethyl) ethanolamine was then added and the mixture was shaken well for 5-6 h. Maroon red coloured crystals were obtained after 24 hrs. The crystals were filtered and recrystallized from absolute alcohol (yield of pure crystals 70%, m.p. 507 K). Red block-like single crystals, suitable for X-ray diffraction analysis, were obtained by slow evaporation of an ethanolic solution of the title compound at room temperature.
Refinement
The NH and water molecule H-atoms were located in difference electron density maps; the NH H-atoms were freely refined, while the water H-atoms were treated as riding atoms. The hydroxyl and C-bound H-atoms were included in calculated positions and treated as riding atoms: O-H = 0.82 Å, C-H = 0.93, 0.96, and 0.97 Å for CH(aromatic), CH 3 and CH 2 H-atoms, respectively, with U iso (H) = k × U eq (O,C) where k = 1.5 for CH 3 H-atoms, and k = 1.2 for all other H-atoms.
supplementary materials sup-2 Figures   Fig. 1 . A view of the molecular structure of the title compound with the numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. Table 1 for details; C-bound Hatoms have been omitted for clarity). 
